
Ergonomic User Interface with Flexible and Intuitive Actions
§ F l ex i b l e  a n d  e rgo n o mi c  u s e r  i n t e r fa c e  t h at  s i mp l i f i e s  a c c e s s  t o  v i r t u a l  s c re e n i n g .

§ Us e r  o r i e n t e d  d at a  u p l o a d ,  j o b  exe c u t i o n ,  a n d  s e a ml e s s  a c c e s s  t o  o u t p u t s .
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LEXIS Platform
§ Prov i d e s  a u n i f i e d  p o r t a l fo r  H P C  wo r k f l ows  a n d  d at a  ma n a ge me n t .

§ S u p p o r t s Fe d e rat e d  l o g i n ( E U DAT,  M y A c c e s s I D,  e - I N F RA  C Z ) .

§ Fe d e rat e s  E u ro p e a n  c o mp u t i n g  c e n t re s ,  b r i d g i n g  H P C,  c l o u d ,  a n d  
d at a  p rov i d e rs.

§ S i m p l i f i e s p ro j e c t  m a n a ge m e n t :  u s e rs,  d at a s e t s,  wo r k f l ows,  a n d  
re s o u rc e s.

§ E n a b l e s wo r k f l ow  o rc h e st rat i o n w i t h  s e a m l e s s  j o b  s u b m i s s i o n  a n d  
mo n i t o r i n g  ( G U I  o r  A P I ) .

§ E n s u re s s e c u re  a c c e s s v i a  Fe d e rat e d  A u t h e n t i c at i o n  &  
A u t h o r i zat i o n  I n f ra st r u c t u re  ( A A I ) .

Scalable Virtual Screening
§ H i g h - p e r fo r m a n c e  d o c k i n g  s o f t wa re  d e ve l o p e d  by  Do mp é.

§ D e s i g n e d  fo r H P C  e nv i ro n me n t s ;  s c a l e s  t o  mi l l i o n s  o f  l i ga n d s.

§ A c c e l e rat e s d r u g  d i s c ove r y t h ro u g h  fa st  l i ga n d – p ro t e i n  s c re e n i n g .

§ Pa r t  o f  t h e E XS C A L AT E  p l at fo r m fo r  u rge n t  c o mp u t i n g  s c e n a r i o s .

§ G e n e rat e s  l i ga n d  s c o re s  e n a b l i n g  d ow n st re a m ra n k i n g  a n d  
v a l i d at i o n .

HPC -Accelerated Virtual Screening with the LEXIS Platform

§ U s e r  a u t h e n t i c at i o n  v i a  Fe d e rat e d  l o g i n .

§ I n p u t  d at a  u p l o a d e d  i n  a  st a n d a rd i ze d  fo r mat .

§ Wo r k f l ow  exe c u t i o n  c o n f i g u re d  t h ro u g h  G U I  o r  C L I .

§ J o b s  exe c u t e d  o n Ka ro l i n a v i a  A p p t a i n e r .

§ R e a l  t i me  mo n i t o r i n g  t h ro u g h  L E X I S.

§ R e s u l t s  re t r i e ve d  a s  st r u c t u re d  d at a s e t s  ( C S V ) .

H P C - V S  I n t e r f a c eL E X I S  P l a t f o r m
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D e m o  V i d e o

  Upload data via web portal    →    Launch and monitor execution    →          Retrieve and download results


